Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.004 Å; R factor = 0.043; wR factor = 0.098; data-to-parameter ratio = 10.6.
In the title compound, C 46 H 80 O 3 , a natural ursane-type triperpenoid, four of the five six-membered rings adopt chair conformations; the fifth, which has a C C double bond, adopts an approximate half-boat conformation. In the crystal, molecules are linked by O-HÁ Á ÁO hydrogen bonds, forming chains along [010] .
Related literature
For standard bond lengths, see: Allen et al. (1987) . For spectroscopic properties of the title compound, see: Kakuda et al. (2003) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). The X-ray crystallographic analysis of (I) confirms the previously proposed molecular structure of (I) as an ursane-type triterpene. Fig. 1 shows its conformation: the palmitoyl group and the hydroxyl group is connected to C3 and C11 in β and α-orientation, respectively; while the Me-20 and Me-30 adopted β and α-orientation at C19 and C20, respectively; and the double bond is located at C12 and C13.The molecule contains five six-membered rings. The A/B and B/C ring junctions
D-HÁ
show trans fusion and the geometry of the rings is cis at the D/E ring junction. The bond lengths and angles of (I) have normal values (Allen et al., 1987) , with the following average values (Å): Csp The long carbon chain connected to C3, which takes anti-conformations in C4'-C9' and C10'-C16' with average dihedral angles of 176.9 and 177.0 °, has two turns on C3'-C4' and C9'-C10' in gauche-conformations with torsion angles of 73.9 and 69.4°, respectively. The crystal packing is stabilized by intermolecular O-H···O hydrogen bonds involving the carbonyl and hydroxyl groups (Table1 and Fig.2 ). The hydrogen bonds link the molecules into chains along the b axis.
Experimental
The dried and crushed leaves of Saussurea nivea Turcz (10 kg, collected from Tongbai Mountain, Henan Province, China)
were extracted three times with Me 2 CO at room temperature for seven days. The extract was filtered and the solvent was removed under reduced pressure. The residue was partitioned between water and ethylacetate. After removing the solvent, (10 
